Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.005 Å; R factor = 0.062; wR factor = 0.210; data-to-parameter ratio = 13.0.
In the title compound, C 18 H 16 N 4 O 3 ÁH 2 O, the dihedral angles between the triazole ring and the phenyl rings are 84.8 (4) and and 39. 8 (4) . The phenyl rings make a dihedral angle of 84.5 (9) . In the crystal, the molecules are linked by N-HÁ Á ÁO and O-HÁ Á ÁN hydrogen bonds. An intramolecular OÁ Á ÁN interaction also occurs [2.827 (3) Å ]
Related literature
For the synthesis, see: Tadha et al. (1973) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Experimental benzohydrazide (1 equiv.)was dissolved in 100 ml toluene, then methylsulfonic acid (1 equiv.)was dropped into the solution and stirred for 20 minutes. Ethyl 2-chloro-2-oxoacetate (1 equiv.)was added subsequently and heated to reflux for 6 h until the starting material was completely consumed as monitored by TLC. The resultant residue was directly purified by flash chromatography on silica (EtOAc: Cyclohexane 1:1) gave 37% yield as a white solid. recrystallization in ethyl acetate gave fine white crystals suitable for X-ray study.
Refinement
All H atoms were placed in idealized positions and allowed to ride on the respective parent atom with C-H distances of 0.93 (aromatic), 0.96 (CH 3 ), or 0.97 (CH 2 ) Å and N-H distance of 0.86 Å and with U iso (H) values of 1.2 times U eq (C)[1.5 for methyl H atoms]. 2 restraints restraints were applied. 
